Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.114; data-to-parameter ratio = 13.2.
Related literature
For background to the chemistry of azepines, see: Le Count (1996) . The title compound is a chloro derivative of the anti-HIV drug nevirapine (systematic name 11-cyclopropyl-4methyl-5,11-dihydro-6H-dipyrido[3,2-b:2 0 ,3 0 -e] [1, 4] diazepin-6one) and was synthesised as a basic scaffold, see: Matsumoto et al. (1984) . We have also synthesized its derivatives and tested for secretory phospholipase A 2 with anti-inflammatory activity, see: Thimmegowda et al. (2007) . For a related structure, see: Thimmegowda et al. (2008) . For ring puckering parameters, see: Cremer & Pople (1975) . Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.114 S = 1.03 2525 reflections 192 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.39 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; y À 1 2 ; Àz þ 1 2 ; (ii) x þ 1 2 ; y; Àz þ 1 2 ; (iii) Àx; Ày; Àz; (iv) Àx; y þ 1 2 ; Àz þ 1 2 .
Data collection: XPRESS (MacScience, 2002); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO (Otwinowski & Minor, 1997) and SCALEPACK; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) and ORTEPII (Johnson, 1976) ; software used to prepare material for publication: SHELXL97.
The title diazepine compound is a chloro derivative of the well known anti-HIV drug Nevirapine. The drug Nevirapine is the first human immunodeficiency virus type 1 (HIV-1) non-nucleoside reverse transcriptase (RT) inhibitor to reach regulatory approval. The title compound has been synthesized as a basic scaffold as reported earlier (Matsumoto et al., 1984) . We have also synthesized its derivatives and tested for secretory phospholipase A 2 with anti-inflammatory activity (Thimmegowda et al., 2007) . We have identified a few derivatives with good activity. In view of this we have crystallized the title compound and finally the structure was confirmed by the X-ray diffraction studies.
A perspective view of the title molecule is shown in Fig. 1 . The atoms N1 and N8 deviate -0.4953 (16) Å and -0.2666 (17) Å respectively with respect to the Cremer and Pople plane (Cremer & Pople, 1975) defined by the atoms C7/C9/C10/C15/C2 of the diazepine ring. The diazepine ring in the molecule adopts a twisted boat conformation as indicated by the puckering parameters Q 2 = 0.8015 (18) Å, Q 3 = 0.1262 (19) Å, φ 2 = 182.80 (14)°, φ 3 = 181.4 (9)°, and the total puckering amplitude Q T = 0.8111 (18) Å. Chloromethylpyridine and pyridine units are planar with a maximum deviation of -0.015 (2) Å and 0.019 (2) Å for the atoms C7 and C12, respectively. As a result of the twisted boat conformation of the diazepine ring the molecule as a whole adopts a butterfly shape which is essential for the association of the inhibition pocket. The dihedral angle between the least squares planes of the pyridine N3/C4/C5/C6/C7/C2 and the best plane of the seven membered diaazepine ring C7/N8/C9/C10/C15/N1/C2 is 30.23 (9)°, and that between the diazepine ring and the pyridine ring C10/C11/ C12/C13/N14/C15 is 28.49 (9)°.
The pyridine and the keto group at C10 and C9 are gauche oriented with respect to each other as indicated by the C11-C10-C9-O21 torsion angle value of 32.8 (3)° . The C15-N1-C16-C17 torsion angle for the cyclopropyl ring of -77.4 (2)° indicates that the cyclopropyl ring is in equatorial position with respect to the diazepine ring. This value is low when compared to the corresponding value of 90.60 (2)° reported earlier (Thimmegowda et al., 2008) . The C9-N8 = 1.352 (2) Å bond length in the seven membered ring system is longer than a typical C=N bond (1.28 Å), but shorter than the C-N bond (C-N = 1.47 Å). The bond lengths N1-C15 = 1.416 (2) Å, N1-C2 =1.419 (2) Å, C7-N8 = 1.413 (2) Å indicates π-electron delocalization in the ring. As a result of the difference in the environment, there is a difference in the C-N bond lengths in the diazepine ring (C9-N8 = 1.352 (2)Å and C7-N8 = 1.413 (2) Å).
The structure exhibits intermolecular hydrogen bonds of the N-H···N and C-H···O type. The oxygen atom attatched to the diazepine ring accepts four intermolecular C-H···O hydrogen bonds.
Experimental
The title compound was synthesized as per the procedure reported earlier (Matsumoto et al., 1984) . After synthesis and purification, the resultant pure product obtained was dissolved in ethyl acetate and was left undisturbed for slow evaporation of the solvent. Brown crystals grew after five days. supplementary materials sup-2 Refinement H atoms were placed at idealized positions and allowed to ride on their parent atoms with C-H distances in the range 0.93-0.98 Å and N-H distance 0.86 Å; U iso (H) = 1.2U eq (carrier atom) for all H atoms. Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0605 (9) 0.0418 (7) 0.0425 (7) 0.0021 (6) −0.0068 (6) −0.0094 (6) N1 0.0424 (8) 0.0363 (8) 0.0306 (7) 0.0038 (6) 0.0007 (6) 0.0004 (6) N3 0.0483 (9) 0.0435 (9) 0.0384 (8) −0.0026 (7) −0.0034 (7) −0.0029 (6) N8 0.0541 (9) 0.0305 (7) 0.0417 (8) −0.0012 (6) −0.0085 (7) −0.0020 (6) N14 0.0589 (9) 0.0352 (8) 0.0393 (8) 0.0042 (7) 0.0000 (7) 0.0018 (6) C2 0.0397 (9) 0.0355 (9) 0.0327 (8) −0.0036 (7) −0.0003 (7) 0.0023 (7) C4 0.0498 (11) 0.0538 (12) 0.0435 (10) −0.0054 (9) −0.0078 (9) −0.0036 (9) C5 0.0459 (11) 0.0594 (12) 0.0520 (11) 0.0021 (9) −0.0134 (9) −0.0010 (10) C6 0.0451 (10) 0.0427 (10) 0.0508 (11) 0.0018 (8) −0.0051 (8) 0.0015 (8) C7 0.0435 (9) 0.0337 (9) 0.0363 (9) −0.0023 (7) −0.0044 (7) 0.0027 (7) C9 0.0378 (9) 0.0380 (9) 0.0338 (9) 0.0012 (7) 0.0005 (7) −0.0042 (7) C10 0.0389 (9) 0.0388 (9) 0.0337 (9) −0.0011 (7) −0.0017 (7) −0.0010 (7) C11 0.0526 (11) 0.0495 (11) 0.0326 (9) −0.0007 (9) 0.0012 (8) −0.0032 (8) C12
0.0684 (13) 0.0528 (11) 0.0351 (10) −0.0018 (10) 0.0012 (9) 0.0085 (9) C13 0.0744 (14) 0.0393 (11) 0.0454 (11) 0.0031 (9) 0.0005 (10) 0.0091 (8) C15 0.0373 (9) 0.0336 (8) 0.0324 (8) −0.0004 (7) −0.0018 (7) 0.0000 (7) Symmetry codes: (iv) −x, y−1/2, −z+1/2; (vii) x+1/2, y, −z+1/2; (ii) −x, −y, −z; (v) −x, y+1/2, −z+1/2. supplementary materials sup-8 Fig. 1 
